Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.163; data-to-parameter ratio = 16.0.
Related literature
For 2-phenoxypyrimidine, see: Shah Bakhtiar et al. (2009) . For the procedure to cope with twinned diffraction data, see: Spek (2003) .
Experimental
Crystal data Mo K radiation = 0.09 mm À1 T = 120 K 0.40 Â 0.20 Â 0.10 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: none 6375 measured reflections 2178 independent reflections 1694 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.163 S = 1.10 2178 reflections 136 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.43 e Å À3 Á min = À0.32 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009 ).
4-Amino-2-phenoxypyrimidine
N. Shah Bakhtiar, Z. Abdullah and S. W. Ng Experimental Phenol (1.88 g, 20 mmol) and sodium hydroxide (0.80 g, 20 mmol) were dissolved in water (50 ml) and to the solution was added 4-amino-2-chloropyridimidine (2.60 g, 20 mmol) dissolved in THF (50 ml). The mixture was heated for 4 h. Water was added and the organic phase was extracted with chloroform. The chloroform solution was dried over sodium sulfate; slow evaporation led to the formation of colorless crystals.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2U(C). The H atoms bonded to N were freely refined.
The crystal is a non-merohedral twin; the twin law as given by PLATON is (Spek, 2003) (-1 0 0, 0 -1 0, 0.240 0 1); the refinement gave a ratio of twin components of 0.508 (3)/0.492 (3). Fig. 1 . Anisotropic displacement ellipsoid plot (Barbour, 2001) of C 10 H 9 N 3 O at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. Atomic displacement parameters (Å 2 )
Figures

4-Amino-2-phenoxypyrimidine
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